Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.030; wR factor = 0.053; data-to-parameter ratio = 11.0.
Related literature
For a related structure, see: Bak et al. (1961) . Refinement R[F 2 > 2(F 2 )] = 0.030 wR(F 2 ) = 0.053 S = 0.80 3098 reflections 281 parameters H-atom parameters constrained Á max = 0.29 e Å À3 Á min = À0.28 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C13-H13Á Á ÁO4 i 0.93 2.52 3.320 (2) 144
Symmetry code: (i) Àx þ 1; y þ 1 2 ; Àz þ 1 2 .
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